Abstract: Sufficiently good correlations were found between the C-and N-NMR chemical shifts and the partial charges, obtained by different computational methods, of some p-substituted pyridinium bis(methoxycarbonyl)methylides.
compounds and we have already reported on some substituent effects on the C-NMR and the N-NMR chemical shifts of the ylidic nitrogen in the pyridinium bis(methoxycarbonyl)methylides (5) and dicyanomethylides (6) . We now 13 15 report the good correlation found between the C-NMR and the N-NMR chemical shifts and the calculated partial charges of some pyridinium bis(methoxycarbonyl)methylides 1~10. In summary, we have found linear correlations between the C and Ν chemical shifts and partial charges of the ylidic carbon and the nitrogen nuclei in pyridinium bis(methoxycarbonyl)methylides (8) . Therefore, semiempirical molecular orbital calculations such as AM1, PM3, and INDO methods which are readily and commercially available have proven 13 15 useful to predict the C and Ν chemical shifts of heteroaromatic N-ylides .
